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10/30/2013 9:33:20 AM

Acquisition Time (sec) 3.4999 Comment STANDARD 1H OBSERVE - profile Date Sep 11 2013
Date Stamp Sep 11 2013 File Name C:\Documents and Settings\Auchus\My Documents\SKU-NMR-NB-1\11sept-sku-005-cdcl3.fid\fid
Frequency (MHz) 399.54 Nucleus 1H Number of Transients 16 Original Points Count 22321
Points Count 32768 Pulse Sequence s2pul Receiver Gain 44.00 Solvent CHLOROFORM-d
Spectrum Offset (Hz) 2397.2000 Spectrum Type STANDARD Sweep Width (Hz) 6377.55 Temperature (degree C) 30.000

This report was created by ACD/NMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

17-Iodoandrosta-4,16-dien-3-one .esp

8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0
Chemical Shift (ppm)

3.102.774.332.555.101.272.381.224.440.961.00
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1/20/2014 10:45:12 AM

Acquisition Time (sec) 3.4999 Comment Gradient Shimming Date Dec 18 2013
Date Stamp Dec 18 2013 File Name C:\Documents and Settings\Auchus\My Documents\SKU-NMR-NB-1\12182013-sku-069a-cdcl3.fid\fid
Frequency (MHz) 399.54 Nucleus 1H Number of Transients 16 Original Points Count 22321
Points Count 32768 Pulse Sequence s2pul Receiver Gain 30.00 Solvent CHLOROFORM-d
Spectrum Offset (Hz) 2397.2000 Spectrum Type STANDARD Sweep Width (Hz) 6377.55 Temperature (degree C) AMBIENT TEMPERATURE

This report was created by ACD/NMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

12182013-SKU-069A-CDCL3.ESP

14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 -1 -2
Chemical Shift (ppm)

3.423.142.7413.823.802.250.941.200.980.960.941.031.00





3α-OH-5 α-Abi (5) : by positive ion electrospray: 

 

3α-OH-5 α-Abi (5) : HPLC-Profile: 
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Predicted m/z is 352.2635 



3-keto-5 α-Abi (6): by positive ion electrospray: 

 

3-keto-5 α-Abi (6): HPLC-Profile: 

 

 

 

 

 

 

 

 

 

 

 

0:00 5:00 10:00 15:00 20:00 25:00 30:00 mm:ss

0

20

40

60

80

100

120

140

160

180

mAU

 measured m/z of [M+H]+ 

Predicted m/z is 350.2478 



3-keto-∆4-Abi (11), by positive ion electrospray: 

 

3-keto-∆4-Abi (11): HPLC-Profile: 
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3α-OH-∆4-Abi (13), by positive ion electrospray: 

 

3α-OH-∆4-Abi (13), HPLC-Profile: 
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